. Orientation of the CH3NH3 + ions (considering the -NH3 + part) projected on the cubic PbI3 -inorganic framework for every 5 ps of simulation time. The system undergoes a spontaneous ordering process, which brings the CH3NH3 + ions to point towards two out of the six faces of the cubic inorganic cage. The colorscale is relative to the z coordinate.
Pb-I bond-length distributions for a single PbI6 octahedron
. Pb-I bond-length distributions for a single PbI6 octahedron after the bidirectional ordering of the CH3NH3 + ions. Pb-I bonds are highly unbalanced along two out of the three crystallographic directions, whereas they appear almost symmetric for the third crystallographic direction (which corresponds to the c axis of the system).
